Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.097; data-to-parameter ratio = 15.9.
Monoclinic, P2 1 a = 11.3875 (5) Å b = 11.4582 (5) Å c = 13.4885 (6) Å = 109.752 (1) V = 1656.43 (13) Å 3 Z = 2 Mo K radiation = 0.09 mm À1 T = 100 K 0.53 Â 0.21 Â 0.14 mm
Data collection
Bruker APEXII DUO CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2009) T min = 0.953, T max = 0.987 26247 measured reflections 6956 independent reflections 6490 reflections with I > 2(I) R int = 0.033 Refinement R[F 2 > 2(F 2 )] = 0.036 wR(F 2 ) = 0.097 S = 1.03 6956 reflections 437 parameters 1 restraint H-atom parameters constrained Á max = 0.38 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the N2 C8 double bond. Cg3 and Cg5 are the centroids of the C1-C6 and C19-C24 rings, respectively. Symmetry codes: (i) Àx; y À 1 2 ; Àz; (ii) x; y À 1; z.
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). 1,1'-Bis(4-fluorophenyl)-3,3 '-diisobutyl-4,4'-diphenoxy-1H,1'H-4,4'-bipyrazole-5,5'(4H,4 
Comment
Antibacterial and antifungal activities of the azoles are most widely studied and some of them are in clinical practice as anti-microbial agents. However, the azole-resistant strains has led to the development of new antimicrobial compounds. In particular pyrazole derivatives are extensively studied and used as antimicrobial agents. Pyrazole is an important class of heterocyclic compound and many pyrazole derivatives are reported to have the broad spectrum of biological activities, such as anti-inflammatory, antifungal, herbicidal, anti-tumour, cytotoxic, molecular modelling, and antiviral activities. Pyrazole derivatives also act as antiangiogenic agents, A3 adenosine receptor antagonists, neuropeptide YY5 receptor antagonists, kinase inhibitor for treatment of type 2 diabetes, hyperlipidemia, obesity and thrombopiotinmimetics. Recently urea derivatives of pyrazoles have been reported as potent inhibitors of p38 kinase. Since the high electronegativity of halogens (particularly chlorine and fluorine) in the aromatic part of the drug molecules play an important role in enhancing their biological activity, we are interested to have 4-fluoro or 4-chloro substitution in the aryls of 1,5-diaryl pyrazoles. As part of our on-going research aiming the synthesis of new antimicrobial compounds, we have reported the synthesis of novel pyrazole derivatives and their microbial activities (Venkat Ragavan et al., 2009 , 2010 .
In the molecule of the title compound ( Fig. 1) , the pyrazole rings (N1-N2/C7-C9; N3-N4/C10-C12) form dihedral angles of 50.02 (4) and 18.05 (4)° with the attached benzene rings (C1-C6; C13-C18), and of 76.08 (4) and 73.54 (5)° with the aromatic ring of the attached phenoxy group (C19-C24; C25-C30). In the crystal structure ( Fig. 2) , there is no classical hydrogen bond and stabilization is provided by weak C-H···π interactions (Table 1) , involving the centroids of the N2═C8 double bond (centroid Cg1), C1-C6 ring (centroid Cg3) and C19-C24 ring (centroid Cg5).
Experimental 1-(4-Fluorophenyl)-3-isobutyl-4-phenoxy-1H-pyrazole-5(4H)-one was synthesized using the method reported in the literature (Venkat Ragavan et al., 2010) and was converted into the title compound under the experimental condition. Single crystals of the title compound were obtained byu slow evaporation of an ethanol / chloroform (1:1 v/v) solution. Yield: 52%. M. p. 198 °C.
Refinement
All H atoms were positioned geometrically and refined using a riding model, with C-H = 0.93-0.97 Å and with with U iso (H) = 1.2 U eq (C) or 1.5 U eq (C) for methyl H atoms. A rotating group model was applied to the methyl groups. 4666 Friedel pairs were merged in the final refinement cycles. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 113.63 (9) C21-C22-C23 119.47 (12) C7-N1-C6 127.08 (10) C21-C22-H22A 120.3 N2-N1-C6 119.28 (9) C23-C22-H22A 120.3 C8-N2-N1 108.28 (10) C22-C23-C24 120.93 (12) C11-N3-N4 108.68 (9) C22-C23-H23A 119.5 C12-N4-N3 113.12 (9) C24-C23-H23A 119.5 C12-N4-C13 128.13 (10) C23-C24-C19 118.93 (13) N3-N4-C13 118.52 (9) C23-C24-H24A 120.5 C2-C1-C6 119.15 (13) C19-C24-H24A 120.5 C2-C1-H1A 120.4 C26-C25-C30 120.97 (11) Hydrogen-bond geometry (Å, °) Cg1 is the centroid of the N2═C8 double bond. Cg3 and Cg5 are the centroids of the C1-C6 and C19-C24 rings, respectively. 
